. Total electronic energies a (E, in a.u.), zero-point correction of energies (ΔZPE, in a.u. ) , and number of imaginary frequencies b (NIMAG) of all stationary points discussed in the main text for the IMDA reaction of N-Alkyl-2-cyano-1-azadienes. (-489.3194) a Computed at the level of theory B3LYP(L1A1)/6-31G*.
b The imaginary frequency ν (in parentheses) is given in cm -1 . b The imaginary frequency ν (in parentheses) is given in cm -1 .
Supplementary Material (ESI) for Organic & Biomolecular Chemistry This journal is © The Royal Society of Chemistry 2011
Cartesian coordinates (optimized at the B3LYP(PCM)/6-31G) of all the stationary points discussed in the main text for the reaction between. 
1a ---------------------------------------------------------------------

-------------------------------------------------------------------
---------------------------------------------------------------------
1b ---------------------------------------------------------------------
Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y ---------------------------------------------------------------- 
Z ---------------------------------------------------------------------
---------------------------------------------------------------------
2a ---------------------------------------------------------------------
-------------------------------------------------------------------
-------------------------------------------------------------------- 2a' --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0-------------------------------------------------------------------- 2b --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0--------------------------------------------------------------------- 2b' --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -2--------------------------------------------------------------------- 3a --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1--------------------------------------------------------------------- 3b --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z ----------------------------------------------------------------------------------------------------------------------------------------- 4a --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -1--------------------------------------------------------------------- 4a' --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1-------------------------------------------------------------------- 4b --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -1--------------------------------------------------------------------- 4b' --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1--------------------------------------------------------------------- 5 --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -4--------------------------------------------------------------------- TS2a --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1-------------------------------------------------------------------- TS2a' --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -2--------------------------------------------------------------------- TS2b --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1--------------------------------------------------------------------- TS2b' --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -2-------------------------------------------------------------------- TS4a --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -1---------------------------------------------------------------------TS4a' --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z ---------------------------------------------------------------------------------------------------------------------------------------- TS4b --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1--------------------------------------------------------------------- TS4b' --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0---------------------------------------------------------------------6a --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------
.598250 ---------------------------------------------------------------------
6b ---------------------------------------------------------------------
Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1
---------------------------------------------------------------------
7a ---------------------------------------------------------------------
Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z -
--------------------------------------------------------------------
.645361 ---------------------------------------------------------------------
7a' ---------------------------------------------------------------------
-------------------------------------------------------------------
.312620 ---------------------------------------------------------------------
7b ---------------------------------------------------------------------
Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z ----------------------------------------------------------------------------------------------------------------------------------------- 7b' --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z ----------------------------------------------------------------------------------------------------------------------------------------- 8 --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z ----------------------------------------------------------------------------------------------------------------------------------------- 9 --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0--------------------------------------------------------------------- 10 --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0.690464---------------------------------------------------------------------11 --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -1--------------------------------------------------------------------- 12 --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1-------------------------------------------------------------------- TS7a --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z ------------------------------------------------------------------------ TS7a' --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0--------------------------------------------------------------------- TS7b --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z ----------------------------------------------------------------------------------------------------------------------------------------- TS7b' --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z ----------------------------------------------------------------------------------------------------------------------------------------- TS9 --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z ---------------------------------------------------------------------------------------------------------------------------------------- TS10 --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z ---------------------------------------------------------------------------------------------------------------------------------------- TS11 --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0--------------------------------------------------------------------- TS12 --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0
---------------------------------------------------------------------bmimPF 6 (A) ---------------------------------------------------------------------
-------------------------------------------------------------------
---------------------------------------------------------------------bmimPF 6 (B) ---------------------------------------------------------------------
Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 
---------------------------------------------------------------------bmimPF 6 (C) ---------------------------------------------------------------------
-------------------------------------------------------------------
---------------------------------------------------------------------
